





Chemical 
Physics 











Chemical Physics 260 (2000) 441-445 


www.elsevier.nl/locate/chemphys 


Author index 


Adamovich, I.V., see Plonjes, E. 
Adamowicz, L., see Smith, D.M.A. 
Agren, H., see Plashkevych, O. 


Bae, Y.C., see Kim, I.H. 

Bailey, W.C., F.M. Gonzalez and J. Castiglione, Density functional theory and 
Hartree-Fock-density functional theory calculations of '7O, **S, and “Ge 
quadrupole coupling constants 

Baumgartel, H., see Hoxha, A. 

Baumgartel, H., see Schwell, M. 

Belchior, J.C., see Braga, J.P. 

Berberan-Santos, M.N., J.P.S. Farinha and J.M.G. Martinho, Linear and convolution 
methods for the analysis of ground and excited state kinetics. Application to the 
monomer-—excimer scheme 

Boggs, J.E., see Demaison, J. 

Braga, A.P., see Braga, J.P. 

Braga, J.P., M.B. de Almeida, A.P. Braga and J.C. Belchior, Hopfield neural network 
model for calculating the potential energy function from second virial data 

Brion, C.E., see Feng, R. 

Brion, C.E., see Feng, R. 


Cai, M.-Q., L. Zhang, B.-Y. Tang, M.-D. Chen, G.-W. Yang and K.-L. Han, Erratum 
to “Quasiclassical calculation of the chemical reaction Sr + HF” [Chemical Physics 
255 (2000) 283-289] 

Carravetta, V., see Plashkevych, O. 

Carvajal, M., R. Lemus, A. Frank, C. Jung and E. Ziemniak, An extended SU(2) model 
for coupled Morse oscillators 

Castano, F., see Longarte, A. 

Castiglione, J., see Bailey, W.C. 

Chen, F.Z., D.L. Judge and C.Y.R. Wu, Temperature dependent photoabsorption 
cross sections of allene and methylacetylene in the VUV-—UV region 

Chen, M.-D., see Cai, M.-Q. 

Chidley, M.D., see Plonjes, E. 

Chotin, J.-L., see Schwell, M. 


PII: S0301-0104(00)00295-0 


260 (2000) 353 
260 (2000) 45 
260 (2000) 11 


260 (2000) 337 


260 (2000) 327 
260 (2000) 237 
260 (2000) 261 
260 (2000) 347 


260 (2000) 401 
260 (2000) 65 
260 (2000) 347 


260 (2000) 347 
260 (2000) 29 
260 (2000) 391 


260 (2000) 281 
260 (2000) 11 


260 (2000) 105 
260 (2000) 83 
260 (2000) 327 
260 (2000) 215 


260 (2000) 353 
260 (2000) 261 








442 Author index | Chemical Physics 260 (2000) 441-445 


Chowdhury, P.K., Impulsive IR-multiphoton dissociation of acrolein: observation of 
non-statistical product vibrational excitation in CO (v = 1-12) by time resolved IR 
fluorescence spectroscopy 

Cooper, G., see Feng, R. 

Cooper, G., see Feng, R. 


de Almeida, M.B., see Braga, J.P. 

de Oliveira Jr., Z.T. and M.C. dos Santos, Semi-empirical study of chain conformation 
and absorption spectra of polyanilines: size, solvent and disorder effects 

Dehareng, D., see Hoxha, A. 

Demaison, J., L. Margulés and J.E. Boggs, The equilibrium N—-H bond length 

dos Santos, M.C., see de Oliveira Jr., Z.T. 

Dulieu, F., see Schwell, M. 

Duran, M., see Forés, M. 


Evans, C.M., J.D. Scott, F.H. Watson and G.L. Findley, Photoionization studies of 
C,HsI and C.H¢ perturbed by Ar and SF, 


Farinha, J.P.S., see Berberan-Santos, M.N. 

Feng, R., G. Cooper and C.E. Brion, UV, VUV and soft X-ray photoabsorption of 
dimethyl ether by dipole (e,e) spectroscopies 

Feng, R., Y. Sakai, Y. Zheng, G. Cooper and C.E. Brion, Orbital imaging for the 
valence shell of sulphur dioxide: comparison of EMS measurements with near 
Hartree-Fock limit and density functional theory 

Fernandez, J.A., see Longarte, A. 

Findley, G.L., see Evans, C.M. 

Forés, M., M. Duran and M. Sola, Substituent effects on the intramolecular proton 
transfer in the ground and lowest-lying singlet excited states of salicylaldimine 

Frank, A., see Carvajal, M. 


Galiazzo, G., see Marri, E. 

Gée, C., see Schwell, M. 

Gole, J.L., see McQuaid, M.J. 
Gonzalez, F.M., see Bailey, W.C. 


Han, K.-L., see Cai, M.-Q. 

Hansen, M.J., A.A. Neufeld and J.B. Pedersen, Recombination yield of geminate 
radical pairs in high magnetic fields: general results and application to free diffusion 

Harris, F.M., see Jeffreys, N. 

Haverkort, J.E.M., see Meskers, S.C.J. 

He, F.-C., see Li, X.-Y. 

Hlady, J.C. and R.P. Steer, Electronic spectroscopy and structures of the van der Waals 
complexes of «,@-dihaloalkanes with anthracene 

Hottmann, K., see Hoxha, A. 

Hovorun, D.M., see Shishkin, O.V. 

Hoxha, A., R. Locht, B. Leyh, D. Dehareng, K. Hottmann, H.W. Jochims and 
H. Baumgartel, The photoabsorption and constant ionic state spectroscopy of 
vinylbromide 


260 (2000) 151 
260 (2000) 29 
260 (2000) 391 


260 (2000) 347 


260 (2000) 95 
260 (2000) 237 
260 (2000) 65 
260 (2000) 95 
260 (2000) 261 
260 (2000) 53 


260 (2000) 225 
260 (2000) 401 


260 (2000) 391 


260 (2000) 29 
260 (2000) 83 
260 (2000) 225 


260 (2000) 53 
260 (2000) 105 


260 (2000) 383 
260 (2000) 261 
260 (2000) 367 
260 (2000) 327 


260 (2000) 281 


260 (2000) 125 
260 (2000) 295 
260 (2000) 415 
260 (2000) 283 


260 (2000) 249 


260 (2000) 237 
260 (2000) 317 


260 (2000) 237 








Author index | Chemical Physics 260 (2000) 441-445 


Ingamells, V.E., M.G. Papadopoulos and A.J. Sadlej, Vibrational corrections to linear 
and nonlinear static electric properties of polyatomic molecules at non-optimum 
reference geometry 

Inishi, H., see Okamoto, H. 


Jalbout, A.F., see Smith, D.M.A. 

Janssen, R.A.J., see Meskers, S.C.J. 

Jeffreys, N., D.E. Parry and F.M. Harris, Vertical triple ionization of ethyne molecules 
in triple-electron-transfer collisions with O°* beam ions 

Jochims, H.-W., see Schwell, M. 

Jochims, H.W., see Hoxha, A. 

Judge, D.L., see Chen, F.Z. 

Jung, C., see Carvajal, M. 

Jung, K.-H., see Lee, S.-H. 

Jung, Y.-J., see Lee, S.-H. 


Kim, I.H. and Y.C. Bae, A modified perturbed hard-sphere-chain equation of state: 
consideration of attractive contribution 
Kohtani, S., see Okamoto, H. 


LaBerge, L.J. and J.C. Tully, A rigorous procedure for combining molecular dynamics 
and Monte Carlo simulation algorithms 

Leach, S., see Schwell, M. 

Lee, S.-H., Y.-J. Jung and K.-H. Jung, Photodissociation dynamics of CH>BrCl at 234 nm 

Lee, W., see Plonjes, E. 

Lempert, W.R., see Plénjes, E. 

Lemus, R., see Carvajal, M. 

Leszczynski, J., see Shishkin, O.V. 

Leyh, B., see Hoxha, A. 

Li, X.-Y., J. Tong and F.-C. He, Ab initio calculation for inner reorganization energy of 
gas-phase electron transfer in organic molecule—ion systems 

Locht, R., see Hoxha, A. 

Longarte, A., J.A. Fernandez, I. Unamuno and F. Castano, Structure and ground and 
first electronic excited state vibrational modes of the ethyl-p-aminobenzoate 
conformers 


Margules, L., see Demaison, J. 

Marri, E., G. Galiazzo, U. Mazzucato and A. Spalletti, Effect of solvent polarizability 
on dual fluorescence of EE-1-phenyl,4-(1’-pyrenyl)-1,3-butadiene 

Martinho, J.M.G., see Berberan-Santos, M.N. 

Mazzucato, U., see Marri, E. 

McQuaid, M.J. and J.L. Gole, The effect of carbonyl complexation on highly 
exothermic vanadium oxidation reactions 

Meskers, S.C.J., R.A.J. Janssen, J.E.M. Haverkort and J.H. Wolter, Relaxation of 
photo-excitations in films of oligo- and poly-(para-phenylene vinylene) derivatives 


Nakagaki, R., see Okamoto, H. 


260 (2000) 1 
260 (2000) 193 


260 (2000) 45 
260 (2000) 415 


260 (2000) 295 
260 (2000) 261 
260 (2000) 237 
260 (2000) 215 
260 (2000) 105 
260 (2000) 143 
260 (2000) 143 


260 (2000) 337 
260 (2000) 193 


260 (2000) 183 
260 (2000) 261 
260 (2000) 143 
260 (2000) 353 
260 (2000) 353 
260 (2000) 105 
260 (2000) 317 
260 (2000) 237 


260 (2000) 283 
260 (2000) 237 


260 (2000) 83 


260 (2000) 65 
260 (2000) 383 
260 (2000) 401 
260 (2000) 383 
260 (2000) 367 


260 (2000) 415 


260 (2000) 193 








444 Author index | Chemical Physics 260 (2000) 441-445 


Nakamura, Y., see Okamoto, H. 
Neufeld, A.A., see Hansen, M.J. 


Okamoto, H., H. Inishi, Y. Nakamura, S. Kohtani and R. Nakagaki, Infrared and 
Raman spectra of 4-(dimethylamino)benzonitrile and isotopomers in the ground 
state and vibrational analysis 


Palm, P., see Plonjes, E. 

Papadopoulos, M.G., see Ingamells, V.E. 

Parry, D.E., see Jeffreys, N. 

Pedersen, J.B., see Hansen, M.J. 

Pelmenschikov, A., see Shishkin, O.V. 

Plashkevych, O., T. Privalov, H. Agren, V. Carravetta and K. Ruud, On the validity of 
the equivalent cores approximation for computing X-ray photoemission and 
photoabsorption spectral bands 

Plonjes, E., P. Palm, W. Lee, M.D. Chidley, 1.V. Adamovich, W.R. Lempert and 
J.W. Rich, Vibrational energy storage in high pressure mixtures of diatomic 
molecules 


Privalov, T., see Plashkevych, O. 


Rich, J.W., see Plonjes, E. 
Rode, B.M., see Sagarik, K. 
Ruud, K., see Plashkevych, O. 


Sadlej, A.J., see Ingamells, V.E. 

Sagarik, K. and B.M. Rode, Intermolecular potential for benzoic acid—-water based on 
the test-particle model and statistical mechanical simulations of benzoic acid in 
aqueous solutions 

Sakai, Y., see Feng, R. 

Schwell, M., F. Dulieu, C. Gée, H.-W. Jochims, J.-L. Chotin, H. Baumgartel and 
S. Leach, Photoionization mass spectrometry of six isomers of C7Hg in the 7-22 eV 
photon energy range 

Scott, J.D., see Evans, C.M. 

Shishkin, O.V., A. Pelmenschikov, D.M. Hovorun and J. Leszczynski, Theoretical 
analysis of low-lying vibrational modes of free canonical 2-deoxyribonucleosides 

Smets, J., see Smith, D.M.A. 

Smith, D.M.A., A.F. Jalbout, J. Smets and L. Adamowicz, Cytosine anions: ab initio 
study 

Sola, M., see Forés, M. 

Spalletti, A., see Marri, E. 

Steer, R.P., see Hlady, J.C. 


Tachibana, M. and K. Yoshizawa, Vibronic interactions in {6} and {18}hetero- 
(A,B)annulenes 

Tang, B.-Y., see Cai, M.-Q. 

Tong, J., see Li, X.-Y. 

Tully, J.C., see LaBerge, L.J. 


Unamuno, I., see Longarte, A. 


260 (2000) 193 
260 (2000) 125 


260 (2000) 193 


260 (2000) 353 
260 (2000) 1 
260 (2000) 295 
260 (2000) 125 
260 (2000) 317 


260 (2000) 11 


260 (2000) 353 
260 (2000) 11 


260 (2000) 353 
260 (2000) 159 
260 (2000) 11 


260 (2000) 1 


260 (2000) 159 
260 (2000) 29 


260 (2000) 261 
260 (2000) 225 


260 (2000) 317 
260 (2000) 45 


260 (2000) 45 
260 (2000) 53 
260 (2000) 383 
260 (2000) 249 


260 (2000) 303 
260 (2000) 281 
260 (2000) 283 
260 (2000) 183 


260 (2000) 83 








Author index | Chemical Physics 260 (2000) 441-445 445 


Watson, F.H., see Evans, C.M. 260 (2000) 225 
Wolter, J.H., see Meskers, S.C.J. 260 (2000) 415 
Wu, C.Y.R., see Chen, F.Z. 260 (2000) 215 
Yang, G.-W., see Cai, M.-Q. 260 (2000) 281 
Yoshizawa, K., see Tachibana, M. 260 (2000) 303 
Zhang, L., see Cai, M.-Q. 260 (2000) 281 
Zheng, Y., see Feng, R. 260 (2000) 29 


Ziemniak, E., see Carvajal, M. 260 (2000) 105 








PI 











Chemical 
Physics 








Chemical Physics 260 (2000) 447-457 





www.elsevier.nl/locate/chemphys 


Subject index 


Methods and constructs 


Theoretical 


Computational methods for electronic structure 

Vibrational corrections to linear and nonlinear static electric properties of polyatomic 
molecules at non-optimum reference geometry, V.E. Ingamells, M.G. Papadopoulos 
and A.J. Sadle} 

On the validity of the equivalent cores approximation for computing X-ray 
photoemission and photoabsorption spectral bands, O. Plashkevych, T. Privalov, 
H. Agren, V. Carravetta and K. Ruud 

Orbital imaging for the valence shell of sulphur dioxide: comparison of EMS 
measurements with near Hartree-Fock limit and density functional theory, R. Feng, 
Y. Sakai, Y. Zheng, G. Cooper and C.E. Brion 

Ab initio calculation for inner reorganization energy of gas-phase electron transfer in 
organic molecule—ion systems, X.-Y. Li, J. Tong and F.-C. He 


-perturbative and many body approaches 

Cytosine anions: ab initio study, D.M.A. Smith, A.F. Jalbout, J. Smets and 
L. Adamowicz 

Substituent effects on the intramolecular proton transfer in the ground and lowest-lying 
singlet excited states of salicylaldimine, M. Forés, M. Duran and M. Sola 

The equilibrium N-H bond length, J. Demaison, L. Margules and J.E. Boggs 

Vertical triple ionization of ethyne molecules in triple-electron-transfer collisions with 
O** beam ions, N. Jeffreys, D.E. Parry and F.M. Harris 


-density functional theory 

The equilibrium N-H bond length, J. Demaison, L. Marguleés and J.E. Boggs 

Structure and ground and first electronic excited state vibrational modes of the ethyl-p- 
aminobenzoate conformers, A. Longarte, J.A. Fernandez, I. Unamuno and 


F. Castano 
Vibronic interactions in {6} and {18}hetero(A,B)annulenes, M. Tachibana and 


K. Yoshizawa 


PII: $0301-0104(00)00296-2 


260 (2000) 1 


260 (2000) 11 


260 (2000) 29 


260 (2000) 283 


260 (2000) 45 


260 (2000) 53 
260 (2000) 65 


260 (2000) 295 


260 (2000) 65 


260 (2000) 83 


260 (2000) 303 








448 Subject index | Chemical Physics 260 (2000) 447-457 


Theoretical analysis of low-lying vibrational modes of free canonical 2-deoxyribonu- 
cleosides, O.V. Shishkin, A. Pelmenschikov, D.M. Hovorun and J. Leszcezynski 
Density functional theory and Hartree—Fock-density functional theory calculations of 

‘70, *°S, and Ge quadrupole coupling constants, W.C. Bailey, F.M. Gonzalez and 


J. Castiglione 


Semiempirical methods 

Semi-empirical study of chain conformation and absorption spectra of polyanilines: 
size, solvent and disorder effects, Z.T. de Oliveira Jr. and M.C. dos Santos 

A modified perturbed hard-sphere-chain equation of state: consideration of attractive 
contribution, I.H. Kim and Y.C. Bae 


Algebraic approaches 
An extended SU(2) model for coupled Morse oscillators, M. Carvajal, R. Lemus, 


A. Frank, C. Jung and E. Ziemniak 


Spin states and magnetic interactions 
Recombination yield of geminate radical pairs in high magnetic fields: general results 
and application to free diffusion, M.J. Hansen, A.A. Neufeld and J.B. Pedersen 


Molecular response to external fields (incl. optical susceptibilities, dichroism, hyperpolar- 

izabilities ) 

Vibrational corrections to linear and nonlinear static electric properties of polyatomic 
molecules at non-optimum reference geometry, V.E. Ingamells, M.G. Papadopoulos 
and A.J. Sadlej 


Reactive molecular dynamics including dissipative processes 
Photodissociation dynamics of CH>2BrCl at 234 nm, S.-H. Lee, Y.-J. Jung and 


K.-H. Jung 


Intramolecular dynamics 

Impulsive IR-multiphoton dissociation of acrolein: observation of non-statistical 
product vibrational excitation in CO(v = 1 — 12) by time resolved IR fluorescence 
spectroscopy, P.K. Chowdhury 

Theoretical analysis of low-lying vibrational modes of free canonical 2-deoxyribonu- 
cleosides, O.V. Shishkin, A. Pelmenschikov, D.M. Hovorun and J. Leszezynski 


Molecular dynamics of many particle systems and condensed phases 

Intermolecular potential for benzoic acid—water based on the test-particle model and 
statistical mechanical simulations of benzoic acid in aqueous solutions, K. Sagarik 
and B.M. Rode 


Statistical computational methods (incl. Monte Carlo) 

A rigorous procedure for combining molecular dynamics and Monte Carlo simulation 
algorithms, L.J. LaBerge and J.C. Tully 

Hopfield neural network model for calculating the potential energy function from 
second virial data, J.P. Braga, M.B. de Almeida, A.P. Braga and J.C. Belchior 


260 (2000) 317 


260 (2000) 327 


260 (2000) 95 


260 (2000) 337 


260 (2000) 105 


260 (2000) 125 


260 (2000) 1 


260 (2000) 143 


260 (2000) 151 


260 (2000) 317 


260 (2000) 159 


260 (2000) 183 


260 (2000) 347 








Subject index | Chemical Physics 260 (2000) 447-457 


Non-equilibrium statistical mechanics 
Vibrational energy storage in high pressure mixtures of diatomic molecules, E. Plonjes, 
P. Palm, W. Lee, M.D. Chidley, I.V. Adamovich, W.R. Lempert and J.W. Rich 


Equilibrium statistical mechanics and thermodynamics 

A rigorous procedure for combining molecular dynamics and Monte Carlo simulation 
algorithms, L.J. LaBerge and J.C. Tully 

A modified perturbed hard-sphere-chain equation of state: consideration of attractive 
contribution, I.H. Kim and Y.C. Bae 


Experiment 


Molecular spectroscopy 

Semi-empirical study of chain conformation and absorption spectra of polyanilines: 
size, solvent and disorder effects, Z.T. de Oliveira Jr. and M.C. dos Santos 

The effect of carbonyl complexation on highly exothermic vanadium oxidation 


reactions, M.J. McQuaid and J.L. Gole 


-microwave 
Density functional theory and Hartree—Fock-density functional theory calculations of 
0, *°S, and “Ge quadrupole coupling constants, W.C. Bailey, F.M. Gonzalez and 


J. Castiglione 


-infrared 

An extended SU(2) model for coupled Morse oscillators, M. Carvajal, R. Lemus, 
A. Frank, C. Jung and E. Ziemniak 

Impulsive IR-multiphoton dissociation of acrolein: observation of non-statistical 
product vibrational excitation in CO (v = 1-12) by time resolved IR fluorescence 
spectroscopy, P.K. Chowdhury 

Infrared and Raman spectra of 4-(dimethylamino)benzonitrile and isotopomers in the 
ground state and vibrational analysis, H. Okamoto, H. Inishi, Y. Nakamura, 
S. Kohtani and R. Nakagaki 

Vibrational energy storage in high pressure mixtures of diatomic molecules, E. Plonjes, 
P. Palm, W. Lee, M.D. Chidley, I.V. Adamovich, W.R. Lempert and J.W. Rich 


-Raman 
Infrared and Raman spectra of 4-(dimethylamino)benzonitrile and isotopomers in the 


ground state and vibrational analysis, H. Okamoto, H. Inishi, Y. Nakamura, 
S. Kohtani and R. Nakagaki 

Vibrational energy storage in high pressure mixtures of diatomic molecules, E. Plonjes, 
P. Palm, W. Lee, M.D. Chidley, I.V. Adamovich, W.R. Lempert and J.W. Rich 


-UV 

Temperature dependent photoabsorption cross sections of allene and methylacetylene 
in the VUV-UV region, F.Z. Chen, D.L. Judge and C.Y.R. Wu 

Photoionization studies of C,H;I and Cs.H¢ perturbed by Ar and SF,, C.M. Evans, 
J.D. Scott, F.H. Watson and G.L. Findley 


449 


260 (2000) 353 


260 (2000) 183 


260 (2000) 337 


260 (2000) 95 


260 (2000) 367 


260 (2000) 327 


260 (2000) 105 


260 (2000) 151 


260 (2000) 193 


260 (2000) 353 


260 (2000) 193 


260 (2000) 353 


260 (2000) 215 


260 (2000) 225 








450 Subject index | Chemical Physics 260 (2000) 447-457 


The photoabsorption and constant ionic state spectroscopy of vinylbromide, A. Hoxha, 
R. Locht, B. Leyh, D. Dehareng, K. Hottmann, H.W. Jochims and H. Baumgartel 


-visible 
The effect of carbonyl complexation on highly exothermic vanadium oxidation 
reactions, M.J. McQuaid and J.L. Gole 


Photon counting and phase fluorimetry 
Effect of solvent polarizability on dual fluorescence of EE-1-phenyl,4-(1'-pyrenyl)-1,3- 
butadiene, E. Marri, G. Galiazzo, U. Mazzucato and A. Spalletti 


Photoelectron and Auger spectroscopy 

On the validity of the equivalent cores approximation for computing X-ray 
photoemission and photoabsorption spectral bands, O. Plashkevych, T. Privalov, 
H. Agren, V. Carravetta and K. Ruud 


Multiphoton ionization 

Structure and ground and first electronic excited state vibrational modes of the ethyl-p- 
aminobenzoate conformers, A. Longarte, J.A. Fernandez, I. Unamuno and 
F. Castano 

The effect of carbonyl complexation on highly exothermic vanadium oxidation 
reactions, M.J. McQuaid and J.L. Gole 


X-ray spectroscopy 

On the validity of the equivalent cores approximation for computing X-ray 
photoemission and photoabsorption spectral bands, O. Plashkevych, T. Privalov, 
H. Agren, V. Carravetta and K. Ruud 


Electron impact spectroscopy 

Orbital imaging for the valence shell of sulphur dioxide: comparison of EMS 
measurements with near Hartree-Fock limit and density functional theory, R. Feng, 
Y. Sakai, Y. Zheng, G. Cooper and C.E. Brion 

UV, VUV and soft X-ray photoabsorption of dimethyl ether by dipole (e,e) 
spectroscopies, R. Feng, G. Cooper and C.E. Brion 


Laser induced fluorescence 

Electronic spectroscopy and structures of the van der Waals complexes of «a,a- 
dihaloalkanes with anthracene, J.C. Hlady and R.P. Steer 

Linear and convolution methods for the analysis of ground and excited state kinetics. 
Application to the monomer-excimer scheme, M.N. Berberan-Santos, J.P.S. Farinha 
and J.M.G. Martinho 

Relaxation of photo-excitations in films of oligo- and poly-(para-phenylene vinylene) 
derivatives, S.C.J. Meskers, R.A.J. Janssen, J.E.M. Haverkort and J.H. Wolter 


Nonlinear optics and spectroscopy 

Vibrational corrections to linear and nonlinear static electric properties of polyatomic 
molecules at non-optimum reference geometry, V.E. Ingamells, M.G. Papadopoulos 
and A.J. Sadlej 


260 (2000) 237 


260 (2000) 367 


260 (2000) 383 


260 (2000) 11 


260 (2000) 83 


260 (2000) 367 


260 (2000) 11 


260 (2000) 29 


260 (2000) 391 


260 (2000) 249 


260 (2000) 401 


260 (2000) 415 


260 (2000) 1 








Subject index | Chemical Physics 260 (2000) 447-457 


Synchrotron spectroscopies 
Photoionization mass spectrometry of six isomers of C;Hg in the 7-22 eV photon 
energy range, M. Schwell, F. Dulieu, C. Gée, H.-W. Jochims, J.-L. Chotin, 


H. Baumgartel and S. Leach 


Atomic and molecular beam techniques 
Photodissociation dynamics of CH»BrCl at 234 nm, S.-H. Lee, Y.-J. Jung and 


K.-H. Jung 


Mass spectroscopy 

Structure and ground and first electronic excited state vibrational modes of the ethyl- 
p-aminobenzoate conformers, A. Longarte, J.A. Fernandez, I. Unamuno and 
F. Castano 

Photoionization mass spectrometry of six isomers of C;Hg in the 7-22 eV photon 
energy range, M. Schwell, F. Dulieu, C. Gée, H.-W. Jochims, J.-L. Chotin, 
H. Baumgartel and S. Leach 

Vertical triple ionization of ethyne molecules in triple-electron-transfer collisions with 
O** beam ions, N. Jeffreys, D.E. Parry and F.M. Harris 


Objects 


Bulk systems 


Gases 

On the validity of the equivalent cores approximation for computing X-ray 
photoemission and photoabsorption spectral bands, O. Plashkevych, T. Privalov, 
H. Agren, V. Carravetta and K. Ruud 

An extended SU(2) model for coupled Morse oscillators, M. Carvajal, R. Lemus, 
A. Frank, C. Jung and E. Ziemniak 

Impulsive IR-multiphoton dissociation of acrolein: observation of non-statistical 
product vibrational excitation in CO (v = 1-12) by time resolved IR fluorescence 
spectroscopy, P.K. Chowdhury 

Temperature dependent photoabsorption cross sections of allene and methylacetylene 
in the VUV-UV region, F.Z. Chen, D.L. Judge and C.Y.R. Wu 

Photoionization studies of C,HsI and C,H, perturbed by Ar and SF,, C.M. Evans, 
J.D. Scott, F.H. Watson and G.L. Findley 

Ab initio calculation for inner reorganization energy of gas-phase electron transfer in 
organic molecule—ion systems, X.-Y. Li, J. Tong and F.-C. He 

Density functional theory and Hartree—Fock-density functional theory calculations of 
'"O, *°S, and “Ge quadrupole coupling constants, W.C. Bailey, F.M. Gonzalez and 
J. Castiglione 


Supersonic beams 
Structure and ground and first electronic excited state vibrational modes of the ethyl-p- 
aminobenzoate conformers, A. Longarte, J.A. Fernandez, I. Unamuno and 


F. Castano 


451 


260 (2000) 261 


260 (2000) 143 


260 (2000) 83 


260 (2000) 261 


260 (2000) 295 


260 (2000) 11 


260 (2000) 105 


260 (2000) 151 
260 (2000) 215 
260 (2000) 225 


260 (2000) 283 


260 (2000) 327 


260 (2000) 83 








452 Subject index | Chemical Physics 260 (2000) 447-457 


Liquid mixtures and solutions 

Semi-empirical study of chain conformation and absorption spectra of polyanilines: 
size, solvent and disorder effects, Z.T. de Oliveira Jr. and M.C. dos Santos 

Intermolecular potential for benzoic acid—water based on the test-particle model and 
statistical mechanical simulations of benzoic acid in aqueous solutions, K. Sagarik 
and B.M. Rode 

A rigorous procedure for combining molecular dynamics and Monte Carlo simulation 
algorithms, L.J. LaBerge and J.C. Tully 

Infrared and Raman spectra of 4-(dimethylamino)benzonitrile and isotopomers in the 
ground state and vibrational analysis, H. Okamoto, H. Inishi, Y. Nakamura, 
S. Kohtani and R. Nakagaki 

A modified perturbed hard-sphere-chain equation of state: consideration of attractive 
contribution, I.H. Kim and Y.C. Bae 

Linear and convolution methods for the analysis of ground and excited state kinetics. 
Application to the monomer-—excimer scheme, M.N. Berberan-Santos, J.P.S. Farinha 
and J.M.G. Martinho 


Polymers 
Relaxation of photo-excitations in films of oligo- and poly-(para-phenylene vinylene) 
derivatives, S.C.J. Meskers, R.A.J. Janssen, J.E.M. Haverkort and J.H. Wolter 


Biological systems 
A rigorous procedure for combining molecular dynamics and Monte Carlo simulation 


algorithms, L.J. LaBerge and J.C. Tully 


Microscopic and mesoscopic systems 


Single atoms, molecules and assemblies (incl. biological) 

Density functional theory and Hartree—Fock-density functional theory calculations of 
"0, *°S, and *Ge quadrupole coupling constants, W.C. Bailey, F.M. Gonzalez and 
J. Castiglione 


Molecules (neutral and ionic ) 

On the validity of the equivalent cores approximation for computing X-ray 
photoemission and photoabsorption spectral bands, O. Plashkevych, T. Privalov, 
H. Agren, V. Carravetta and K. Ruud 

Structure and ground and first electronic excited state vibrational modes of the ethyl-p- 
aminobenzoate conformers, A. Longarte, J.A. Fernandez, I. Unamuno and 
F. Castano 

Semi-empirical study of chain conformation and absorption spectra of polyanilines: 
size, solvent and disorder effects, Z.T. de Oliveira Jr. and M.C. dos Santos 

The photoabsorption and constant ionic state spectroscopy of vinylbromide, A. Hoxha, 
R. Locht, B. Leyh, D. Dehareng, K. Hottmann, H.W. Jochims and H. Baumgartel 

Ab initio calculation for inner reorganization energy of gas-phase electron transfer in 
organic molecule—ion systems, X.-Y. Li, J. Tong and F.-C. He 

Vibronic interactions in {6} and {18}hetero(A,B)annulenes, M. Tachibana and 
K. Yoshizawa 


260 (2000) 95 


260 (2000) 159 


260 (2000) 183 


260 (2000) 193 


260 (2000) 337 


260 (2000) 401 


260 (2000) 415 


260 (2000) 183 


260 (2000) 327 


260 (2000) 11 


260 (2000) 83 
260 (2000) 95 
260 (2000) 237 
260 (2000) 283 


260 (2000) 303 








Subject index | Chemical Physics 260 (2000) 447-457 


Hopfield neural network model for calculating the potential energy function from 
second virial data, J.P. Braga, M.B. de Almeida, A.P. Braga and J.C. Belchior 
The effect of carbonyl complexation on highly exothermic vanadium oxidation 

reactions, M.J. McQuaid and J.L. Gole 


-small polyatomics 

Orbital imaging for the valence shell of sulphur dioxide: comparison of EMS 
measurements with near Hartree—Fock limit and density functional theory, R. Feng, 
Y. Sakai, Y. Zheng, G. Cooper and C.E. Brion 

The equilibrium N-H bond length, J. Demaison, L. Margulés and J.E. Boggs 

An extended SU(2) model for coupled Morse oscillators, M. Carvajal, R. Lemus, 
A. Frank, C. Jung and E. Ziemniak 

Photodissociation dynamics of CH»BrCl at 234 nm, S.-H. Lee, Y.-J. Jung and 
K.-H. Jung 

Impulsive IR-multiphoton dissociation of acrolein: observation of non-statistical 
product vibrational excitation in CO (v = 1-12) by time resolved IR fluorescence 
spectroscopy, P.K. Chowdhury 

Temperature dependent photoabsorption cross sections of allene and methylacetylene 
in the VUV—-UV region, F.Z. Chen, D.L. Judge and C.Y.R. Wu 

Vertical triple ionization of ethyne molecules in triple-electron-transfer collisions with 
O** beam ions, N. Jeffreys, D.E. Parry and F.M. Harris 

UV, VUV and soft X-ray photoabsorption of dimethyl ether by dipole (e,e) 
spectroscopies, R. Feng, G. Cooper and C.E. Brion 


-aromatics 

Photoionization mass spectrometry of six isomers of C7Hg in the 7-22 eV photon 
energy range, M. Schwell, F. Dulieu, C. Gée, H.-W. Jochims, J.-L. Chotin, 
H. Baumgartel and S. Leach 

Effect of solvent polarizability on dual fluorescence of EE-1-phenyl,4-(1'-pyrenyl)-1,3- 
butadiene, E. Marri, G. Galiazzo, U. Mazzucato and A. Spalletti 


-other large 

Photoionization mass spectrometry of six isomers of C7Hg in the 7-22 eV photon 
energy range, M. Schwell, F. Dulieu, C. Gée, H.-W. Jochims, J.-L. Chotin, 
H. Baumgartel and S. Leach 

Theoretical analysis of low-lying vibrational modes of free canonical 2-deoxyribonu- 
cleosides, O.V. Shishkin, A. Pelmenschikov, D.M. Hovorun and J. Leszcezynski 


Molecular aggregates 

Intermolecular potential for benzoic acid—water based on the test-particle model and 
statistical mechanical simulations of benzoic acid in aqueous solutions, K. Sagarik 
and B.M. Rode 

Relaxation of photo-excitations in films of oligo- and poly-(para-phenylene vinylene) 
derivatives, S.C.J. Meskers, R.A.J. Janssen, J.E.M. Haverkort and J.H. Wolter 


-van der Waals molecules 
Photoionization studies of C,HsI and C,H, perturbed by Ar and SF,, C.M. Evans, 


J.D. Scott, F.H. Watson and G.L. Findley 


453 


260 (2000) 347 


260 (2000) 367 


260 (2000) 29 
260 (2000) 65 


260 (2000) 105 


260 (2000) 143 


260 (2000) 151 
260 (2000) 215 
260 (2000) 295 


260 (2000) 391 


260 (2000) 261 


260 (2000) 383 


260 (2000) 261 


260 (2000) 317 


260 (2000) 159 


260 (2000) 415 


260 (2000) 225 








454 Subject index | Chemical Physics 260 (2000) 447-457 


Electronic spectroscopy and structures of the van der Waals complexes of 4,- 
dihaloalkanes with anthracene, J.C. Hlady and R.P. Steer 


-clusters 
Intermolecular potential for benzoic acid—water based on the test-particle model and 
statistical mechanical simulations of benzoic acid in aqueous solutions, K. Sagarik 


and B.M. Rode 


Free radicals (incl. hydronium and muonium) 
Recombination yield of geminate radical pairs in high magnetic fields: general results 
and application to free diffusion, M.J. Hansen, A.A. Neufeld and J.B. Pedersen 


Phenomena 


Molecular structure 

Cytosine anions: ab initio study, D.M.A. Smith, A.F. Jalbout, J. Smets and 
L. Adamowicz 

Substituent effects on the intramolecular proton transfer in the ground and lowest-lying 
singlet excited states of salicylaldimine, M. Forés, M. Duran and M. Sola 

The equilibrium N-H bond length, J. Demaison, L. Margules and J.E. Boggs 

An extended SU(2) model for coupled Morse oscillators, M. Carvajal, R. Lemus, 
A. Frank, C. Jung and E. Ziemniak 


Vibrations and rotations of molecules 

Vibrational corrections to linear and nonlinear static electric properties of polyatomic 
molecules at non-optimum reference geometry, V.E. Ingamells, M.G. Papadopoulos 
and A.J. Sadlej 

Infrared and Raman spectra of 4-(dimethylamino)benzonitrile and isotopomers in the 
ground state and vibrational analysis, H. Okamoto, H. Inishi, Y. Nakamura, 
S. Kohtani and R. Nakagaki 

Theoretical analysis of low-lying vibrational modes of free canonical 2-deoxyribonu- 
cleosides, O.V. Shishkin, A. Pelmenschikov, D.M. Hovorun and J. Leszcezynski 


Electronic structure and states 

Orbital imaging for the valence shell of sulphur dioxide: comparison of EMS 
measurements with near Hartree-Fock limit and density functional theory, R. Feng, 
Y. Sakai, Y. Zheng, G. Cooper and C.E. Brion 

Cytosine anions: ab initio study, D.M.A. Smith, A.F. Jalbout, J. Smets and 
L. Adamowicz 

Substituent effects on the intramolecular proton transfer in the ground and lowest-lying 
singlet excited states of salicylaldimine, M. Forés, M. Duran and M. Sola 

Semi-empiricai study of chain conformation and absorption spectra of polyanilines: 
size, solvent and disorder effects, Z.T. de Oliveira Jr. and M.C. dos Santos 

Temperature dependent photoabsorption cross sections of allene and methylacetylene 
in the VUV-UV region, F.Z. Chen, D.L. Judge and C.Y.R. Wu 


260 (2000) 249 


260 (2000) 159 


260 (2000) 125 


260 (2000) 45 


260 (2000) 53 
260 (2000) 65 


260 (2000) 105 


260 (2000) 1 


260 (2000) 193 


260 (2000) 317 


260 (2000) 29 
260 (2000) 45 
260 (2000) 53 
260 (2000) 95 


260 (2000) 215 








Subject index | Chemical Physics 260 (2000) 447-457 


Vertical triple ionization of ethyne molecules in triple-electron-transfer collisions with 
O-* beam ions, N. Jeffreys, D.E. Parry and F.M. Harris 


Electric and magnetic properties 

Recombination yield of geminate radical pairs in high magnetic fields: general results 
and application to free diffusion, M.J. Hansen, A.A. Neufeld and J.B. Pedersen 

Density functional theory and Hartree—Fock-density functional theory calculations of 
'"0, *°S, and *Ge quadrupole coupling constants, W.C. Bailey, F.M. Gonzalez and 


J. Castiglione 


Molecular interactions 
Intermolecular potential for benzoic acid—water based on the test-particle model and 
statistical mechanical simulations of benzoic acid in aqueous solutions, K. Sagarik 


and B.M. Rode 


Spectral bandshapes and intensities 

Electronic spectroscopy and structures of the van der Waals complexes of 4%,- 
dihaloalkanes with anthracene, J.C. Hlady and R.P. Steer 

UV, VUV and soft X-ray photoabsorption of dimethyl ether by dipole (e,e) 
spectroscopies, R. Feng, G. Cooper and C.E. Brion 


Coupling of electronic and nuclear motion 

Vibronic interactions in {6} and {18}hetero(A,B)annulenes, M. Tachibana and 
K. Yoshizawa 

Relaxation of photo-excitations in films of oligo- and poly-(para-phenylene vinylene) 
derivatives, S.C.J. Meskers, R.A.J. Janssen, J.E.M. Haverkort and J.H. Wolter 


Energy transfer processes 
Relaxation of photo-excitations in films of oligo- and poly-(para-phenylene vinylene) 
derivatives, S.C.J. Meskers, R.A.J. Janssen, J.E.M. Haverkort and J.H. Wolter 


Molecular photophysical processes 

Temperature dependent photoabsorption cross sections of allene and methylacetylene 
in the VUV-UV region, F.Z. Chen, D.L. Judge and C.Y.R. Wu 

Photoionization studies of C,HsI and C,H perturbed by Ar and SF,, C.M. Evans, 
J.D. Scott, F.H. Watson and G.L. Findley 

UV, VUV and soft X-ray photoabsorption of dimethyl ether by dipole (e,e) 
spectroscopies, R. Feng, G. Cooper and C.E. Brion 


Photochemistry 

Substituent effects on the intramolecular proton transfer in the ground and lowest-lying 
singlet excited states of salicylaldimine, M. Forés, M. Duran and M. Sola 

Photodissociation dynamics of CH»BrCl at 234 nm, S.-H. Lee, Y.-J. Jung and 
K.-H. Jung 


455 


260 (2000) 295 


260 (2000) 125 


260 (2000) 327 


260 (2000) 159 


260 (2000) 249 


260 (2000) 391 


260 (2000) 303 


260 (2000) 415 


260 (2000) 415 


260 (2000) 215 
260 (2000) 225 


260 (2000) 391 


260 (2000) 53 


260 (2000) 143 








456 Subject index | Chemical Physics 260 (2000) 447-457 
Intramolecular dynamics 


-vibrational energy redistribution (incl. vibrational dissociation ) 

Impulsive IR-multiphoton dissociation of acrolein: observation of non-statistical 
product vibrational excitation in CO (v = 1-12) by time resolved IR fluorescence 
spectroscopy, P.K. Chowdhury 

Vibrational energy storage in high pressure mixtures of diatomic molecules, E. Plonjes, 
P. Palm, W. Lee, M.D. Chidley, I1.V. Adamovich, W.R. Lempert and J.W. Rich 


Luminescence spectra, yields and lifetimes 
Effect of solvent polarizability on dual fluorescence of EE-1-phenyl,4-(1'-pyrenyl)-1,3- 
butadiene, E. Marri, G. Galiazzo, U. Mazzucato and A. Spalletti 


Nonlinear responses (incl. optical) 
Vibrational corrections to linear and nonlinear static electric properties of polyatomic 
molecules at non-optimum reference geometry, V.E. Ingamells, M.G. Papadopoulos 


and A.J. Sadlej 


Reactions (incl. dissociation ) 
Recombination yield of geminate radical pairs in high magnetic fields: general results 
and application to free diffusion, M.J. Hansen, A.A. Neufeld and J.B. Pedersen 
Photoionization mass spectrometry of six isomers of C7Hg in the 7-22 eV photon 
energy range, M. Schwell, F. Dulieu, C. Gée, H.-W. Jochims, J.-L. Chotin, 
H. Baumgartel and S. Leach 

Linear and convolution methods for the analysis of ground and excited state kinetics. 
Application to the monomer-excimer scheme, M.N. Berberan-Santos, J.P.S. Farinha 


and J.M.G. Martinho 


-isolated molecules 
Photodissociation dynamics of CH»BrCl at 234 nm, S.-H. Lee, Y.-J. Jung and 


K.-H. Jung 


Electron transfer 
Ab initio calculation for inner reorganization energy of gas-phase electron transfer in 
organic molecule—ion systems, X.-Y. Li, J. Tong and F.-C. He 


Proton and hydrogen atom transfer 
Substituent effects on the intramolecular proton transfer in the ground and lowest-lying 
singlet excited states of salicylaldimine, M. Forés, M. Duran and M. Sola 


Ionization (incl. Rydberg states) 

Photoionization studies of C,H;I and CsH¢ perturbed by Ar and SF,, C.M. Evans, 
J.D. Scott, F.H. Watson and G.L. Findley 

The photoabsorption and constant ionic state spectroscopy of vinylbromide, A. Hoxha, 
R. Locht, B. Leyh, D. Dehareng, K. Hottmann, H.W. Jochims and H. Baumgartel 


260 (2000) 151 


260 (2000) 353 


260 (2000) 383 


260 (2000) 1 


260 (2000) 125 


260 (2000) 261 


260 (2000) 401 


260 (2000) 143 


260 (2000) 283 


260 (2000) 53 


260 (2000) 225 


260 (2000) 237 








Subject index | Chemical Physics 260 (2000) 447-457 


Vertical triple ionization of ethyne molecules in triple-electron-transfer collisions with 
O-* beam ions, N. Jeffreys, D.E. Parry and F.M. Harris 


Electronic process in gases 
The effect of carbonyl complexation on highly exothermic vanadium oxidation 


reactions, M.J. McQuaid and J.L. Gole 


Structure of solids, liquids and gases 
A rigorous procedure for combining molecular dynamics and Monte Carlo simulation 


algorithms, L.J. LaBerge and J.C. Tully 


Critical behaviour and phase transitions 
A modified perturbed hard-sphere-chain equation of state: consideration of attractive 


contribution, I.H. Kim and Y.C. Bae 


457 


260 (2000) 295 


260 (2000) 367 


260 (2000) 183 


260 (2000) 337 





